Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.003 Å; R factor = 0.045; wR factor = 0.131; data-to-parameter ratio = 17.2.
In the title compound, C 13 H 15 N 3 O 7 , the dihedral angle between the amide plane (r.m.s. deviation = 0.008 Å ) and the benzene ring is 33.2 (2) . In the crystal, molecules are connected by N-HÁ Á ÁO=C hydrogen bonds, forming a chain along the b-axis direction.
Related literature
For the biological activity of related compounds, see: Sykes et al. (1999) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Nitro and ester groups widely exist in variety of biologically active compounds that could be used as prodrugs (Sykes et al., 1999) . We synthesized the title compound and determined its crystal structure ( Fig. 1) whereas its biological activily is planned to be examined as well. In the crystal of the title compound, the carbonyl group acts as an acceptor and the amide group is a proton donor in the intermolecular N-H···O=C hydrogen bond, forming a chain along the b axis (Table   1 , Fig. 2 ).
To a solution of methyl 2-amino-3-methylbutanoate hydrochloride (0.8 g, 5 mmol) and triethylamine (0.5 mL) in dry methylene chloride (100 mL) was added to 3,5-dinitrobenzoyl chloride (1.1 g, 5 mmol)in dry methylene chloride (50 mL) at 273 K. The mixture was allowed to warm to room temperature for 0.5 h. After concentrating, the residue was subjected to chromatography(petroleum ether/ acetone, 4:1) to provide the product as a white crystal (1.2 g, 71.1%).
Refinement
The C-bound H-atoms were included in calculated positions and treated as riding atoms: C-H = 0.93, 0.96 and 0.98 Å for CH(aromatic), CH 3 and CH(methine) H-atoms, respectively,and N-H =0.86 Å, with U iso (H)= k τimes U eq (parent Catom, N), where k = 1.5 for CH 3 H-atoms and k = 1.2 for all other H-atoms. The absolute configuration can be assigned to be R according to the known chirality of the precursor, only. A view of the molecular strcuture of the title compound; the displacement ellipsoids drawn at the 30% probability level. 
Computing details

